LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acqg On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55792.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.286 334 340 349 rBV 91945 146859 7.37% 1.026%
2 5.768 414 422 439 rBV 601147 988380 49.60% 6.903%
3 7.384 689 697 713 rBV 596578 1061740 53.28% 7.416%
4 8.236 834 842 849 rBV 162815 283041 14.20% 1.977%
5 9.405 1033 1041 1051 rBV 375172 655644 32.90%  4.579%

6 10.803 1272 1279 1299 rBV 77472 179983 9.03% 1.257%
7 11.062 1315 1323 1330 rBV = 219934 400649 20.11%  2.798%
8 13.482 1727 1735 1743 rBV 965761 1493847 74.96% 10.434%
9 14.857 1961 1969 1975 rBV 357599 545001 27.35% 3.806%
10 16.338 2214 2221 2234 rBV 707045 1126570 56.53% 7.868%

11 17.325 2384 2389 2394 rBV2 73997 94912 4.76% 0.663%
12 17.431 2402 2407 2411 rBvV2 25518 33998 1.71% ©.237%
13 17.601 2429 2436 2441 rBV 414790 642812 32.26%  4.490%
14 17.642 2441 2443 2449 rVB 27569 32689 1.64% ©0.228%
15 18.230 2539 2543 2549 rVB 19140 25135 1.26% ©.176%

16 18.453 2577 2581 2590 rBV3 71258 113720

5 Q.
17 19.634 2778 2782 2787 rVB 71228 104581 5.25% ©.730%
18 19.716 2792 2796 2803 rBV3 28402 44873 2.25% ©.313%
19 19.998 2840 2844 2851 rVB 76070 112777 5.66% ©.788%
20 20.186 2870 2876 2882 rBV 1517424 1992752 100.00% 13.918%
21 20.468 2921 2924 2932 rVB5 16073 33846 1.70% ©.236%
22 20.750 2969 2972 2975 rBV 24196 25588 1.28% ©0.179%
23 20.780 2975 2977 2982 rVB3 17704 21943 1.10% ©.153%
24 20.862 2987 2991 2997 rVB 248757 315043 15.81% 2.200%
25 21.297 3062 3065 3070 rVB 59752 78307 3.93% ©0.547%
26 21.502 3095 3100 3104 rBV7 29412 76213 3.82% 532%

27 21.890 3159 3166 3172 rBV2 403795 746085 37.44%
28 22.695 3298 3303 3308 rBV3 80349 156729  7.86%

ANV RP UV
[
O
Ul
R

29 22.760 3309 3314 3317 rBV2 146125 291096 14.61% 033%
30 22.912 3334 3340 3343 rBV2 269846 593782 29.80% 147%
31 22.960 3344 3348 3353 rVV 329777 676810 33.96% 4.727%
32 23.212 3387 3391 3397 rBV = 246116 459904 23.08% 3.212%

33 25.298 3737 3746 3757 rVB2 251575 762467 38.26% 5.325%

Sum of corrected areas: 14317776
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG055792.D\data.ms
1400000
1200000
1000000

800000

600000 5.768 7.384

400000 9.405

11.062
200000 8.236
k 5.286 10.803

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L I L L I B

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055792.D\data.ms

20.186
1400000

1200000
10000001 13.482

800000 16.338
600000

21.890

17.601

400000 14.857
200000
1&%%5 42 1&%§A53
0 \

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055792.D\data.ms

1400000
1200000
1000000
800000 29212
600000
400000 25.298

200000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.286 10.38 ng 146859 1,4-Dichlorobenzene-d4 8.236

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
5 3-Heptanol 116 C7H160 000589-82-2 9

Abundance Scan 340 (5.286 min): BG055792.D\data.ms (-334) (-) m/z 42.95 100.00%

3.0
59.0
5000
101.0 T T
5.00 5.20 5.40 5.60
Ll \‘ 83.0 9
Y-t m/z 59.00 53.91%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN B
59.0 5.00 5.20 5.40 5.60
m/z 101.00 19.09%
15.0 101.0
‘ wl ol | 83.0 |
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AmmmE e R
5.00 5.20 5.40 5.60
5000 2410 m/z 58.00 15.33%
126.0
bl L 12001459
m/z--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.02%
5000
101.0
ol 130 600 840
e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG®55792.D

Acq On : 25 Nov 2022 22:48

Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
10.803 8.98 ng 179983  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 47
5 3,6,9,12-Tetraoxatetradeca-1,13-... 202 C10H1804 000765-12-8 45

Abundance Scan 1279 (10.803 min): BG055792.D\data.ms (-1272) (-~ | m/z 57.00 100.00%

57.0
5000
41.0
‘ 770 101.0 1050 1100
0 ““Hu P U ‘1‘3‘2‘1‘ —~—  m/z 45.00 96.86%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 1050 1100
75.0 ITI z 41.00 4.74%
Ot T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
1050 1100
5000 ITI z 75.00 6.37%

89.0
29.0
73
LT | 1190 10
miz—-> 20 40 60 80 100 120 140

0 |
Abundance #15681: Di-sec-Butyl ether
45.0 1050 1100
m/z 56.00 6.22%
5000 290
101.0
83.0
0 A LO e 2300 ‘
m/z--> 20 40 60 80 100 120 140 1050 1100

8270-BG111622.M Mon Nov 28 11:48:51 2022

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG®55792.D

Acq On : 25 Nov 2022 22:48

Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library : C:\Database\NIST20.
TIC Integration Parameters: LSCINT.

L
[

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
) phosphate Concentration Rank 9

Peak Number 3 Tris(2-chloropropyl

R.T EstConc Area Relative to ISTD R.T.
17.325 2.95 ng 94912  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Tris(2-chloropropyl) phosphate

2 2-Propanol, 1-chloro-, phosphate...
3 Bis(1-chloro-2-propyl)(3-chloro-...
4 Bis(3-chloro-1-propyl)(1-chloro-...

5 Tris(3-chloropropyl) phosphate

326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P

006145-73-9 90
013674-84-5 90
137909-40-1 52
137888-35-8 38
001067-98-7 35

Abundance Scan 2389 (17.325 min): BG055792.D\data.ms (-2384) (- | m/z 124.90 100.00%
41.0 124.9
5000 200.9
77.0 A
158.9 276.9 - ‘ ‘Ad
| | ‘ ‘ ‘ 234.8 | 17. 17.5
okl L L D AN e wjz 41.e8 96.00%
miz--> 50 100 150 200 250 300
Abundance #232388: Trls(2 chloropropyl) phosphate
125.
41.0
5000 - Rees
17.00 17.50
770 201.0 277.0 m/z 98.98  93.39%
159.0 ‘
ot LD | 2ss0 | s,
miz--> 50 100 150 200 250 300
Abundance #232392: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
‘ T T ‘/\ T
17.00 17.50
5000 m/z 156.90  42.47%
41.0 201.0 277.0
77.0
90
‘ 2350
o‘HMu‘w“_nm_”‘ A
miz--> 50 100 150 200 250 300
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt P : ‘/\ :
99.0 17.00 17.50
m/z 200.90 41.86%
5000, 410 157.0
‘ ‘ 201.0 [\
ot | UL L1 [ 280 zmo 1 Il
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.453 3.54 ng 113720  Phenanthrene-di10 17.601
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 2581 (18.453 min): BG055792.D\data.ms (-2577) (- | m/z 72.95 100.00%
43.0 |73.0
5000
D T i T T ‘ T
18.50
0 brrrprrr m/z 43.00  97.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 18.50
m/z 60.00 95.76%
L L 2
0 \H‘\l‘\ \‘i }‘HH\H T \‘H!W \‘1““‘\\“”‘1‘\H\‘H“‘HH"H‘\ \‘\‘\ \W‘H\‘\‘\‘\ H‘HH"HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
23.0 H SPURW
' 18.50
5000 129.0 m/z 57.00 88.97%
171.0
214.0
obrrbedidl
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 18.50
m/z 55.00 80.45%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 18, ——
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Hexanoic acid, 2-ethyl-, ox... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.297 2.10 ng 78307  Chrysene-d12 21.890
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl-, oxybis(... 446 C24H4607 018268-70-7 80
2 Triethylene glycol di(2-ethylhex... 402 C22H4206 000094-28-0 64
3 1-[2-0x0-2-(1-piperidinyl)ethyl]... 283 C14H29N30Si 1000474-15-5 43
4 3H,6H-Thieno[3,4-c]isoxazole, 3a... 171 C8H13NOS 127865-49-0 35
5 2,6-Difluorophenyl isocyanate 171 C7H3F2NS 065295-69-4 35
Abundance Scan 3065 (21.297 min): BG055792.D\data.ms (-3062) (- | m/z 57.00 100.00%
57.0 1711
5000 127.0 /W\JJM
2100 2150
0 \\\MVMWMWW‘WHMW“W‘“\???9?%79?%4? ] m/z.171.95 -98.79%
miz--> 50 100 150 200 250 300
Abundance #324315: Hexanoic acid, 2-ethyl-, oxybis(2,1-ethanediylo
171.0
57.0
5000 e e
121.0 21.00 21.50
m/z 127.00 46.02%
0150\ LH ‘ u \‘u \“\H “h I A 215.0 259.0 302.0
\\\\‘\ \\\\‘\\\‘\\\\‘\\\\\\\\
miz—-> 50 100 150 200 250 300
Abundance #303611: Triethylene glycol di(2-ethylhexoate)
57.0
171.0
1270 21.00 21.50
5000 ’ m/z 99.00 31.28%
0 ]"9‘9 ‘m “ \“ Ll h‘u “‘ ‘\‘\‘ ‘\ ‘ M “2174‘0‘ ‘27‘:’8‘(‘)‘ T ‘346‘|
miz--> 50 100 150 200 250 300
Abundance #176957: 1-[2-Oxo-2-(1-piperidinyl)ethyl]piperazine, TMS — ——
171.0 21.00 21.50
m/z 149.00  22.26%
5000 73.0
128.0
240.0
0 ‘2‘ ‘Q‘H\ \‘M ‘m H “h\ H\‘ ‘\ ‘u\ ‘H“ \‘\‘ e !\ ‘ ‘%8‘3‘0‘ S e R
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknown2l.502 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.502 2.04 ng 76213  Chrysene-d12 21.890
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 45
2 Cetene 224 C16H32 000629-73-2 44
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 43
4 1-Tetracosene 336 C24H48 010192-32-2 43
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 43
Abundance Scan 3100 (21.502 min): BG055792.D\data.ms (-3095) (- | m/z 57.00 100.00%
57.0
5000
L 1
64.9 313.1 356.! 21.50
0! m/z 55.00 90.85%
m/z--> 50 100 150 200 250 300 350
Abundance #211541: Tetradecyl trifluoroacetate
55.0
7.0
5000 —
21.50
m/z 69.00 77.83%
168.0
OL\S\d\ ‘ “ T H 1“\““\ ‘W ‘“\ ‘\ T \" T \2\4\‘1‘0\ \2\9\2‘0\ (N
miz--> 50 100 150 200 250 300 350
Abundance #104588: Cetene
43.0
L 1
83.0 21.50
5000 m/z 83.00 66.56%
25.0 224.0
o L PP aem0 2200
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane —— |
57.0 21.50
97.0 m/z 43.00 61.99%
5000
39.0
olS0 L)L 1390 1960 | 2690 200 -
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Phthalic acid, octyl 2-tert... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.695 4.20 ng 156729  Chrysene-d12 21.890
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, octyl 2-tert-buty... 424 C27H3604 1000357-09-8 53
2 Phthalic acid, heptadecyl 3-meth... 474 C30H5004 1000356-81-8 53
3 Didecyl phthalate 446 C28H4604 000084-77-5 53
4 Phthalic acid, butyl 2-methylpen... 306 C18H2604 1000356-90-8 43
5 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 43

Abundance Scan 3303 (22.695 min): BG055792.D\data.ms (-3298) (- | m/z 149.00 100.00%

149.0
5000 57.0

T
2931 22.50 23.00
207 0
ol o ‘hw | L1 20702520°7 1 3472 57 00 50.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #315285: Phthalic acid, octyl 2-tert-butyl-6-methylphenyl
149.0
5000 — e

22.50 23.00
m/z 43.00 42.66%

719 050 261.0
O\\\“\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #332899: Phthalic acid, heptadecyl 3-methylbutyl ester
149.0

T
22.50 23.00
5000 m/z 71.10  39.19%

710 237.0
210 N VO AN U .
m/z--> 50 100 150 200 250 300 350 400
Abundance

#324470: Didecyl phthalate — —
149.0 22.50 23.00

m/z 41.00 23.60%

5000
57.0
307.0
| h P90 1193.0 361.0

T T
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Phthalic acid, dodecyl 4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.760 7.80 ng 291096  Chrysene-d12 21.890
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, dodecyl 4-methylp... 418 C26H4204 1000356-88-2 59
2 Phthalic acid, 2-acethylphenyl n... 410 C25H3005 1000315-82-0 59
3 Phthalic acid, 4-chloro-3-methyl... 416 C24H29C104 1000309-85-0 59
4 Phthalic acid, 3,4-dichloropheny... 394 C20H20C1204 1000315-27-5 53
5 Phthalic acid, isohexyl 3-methyl... 320 C19H2804 1000356-80-6 53

Abundance Scan 3314 (22.760 min): BG055792.D\data.ms (-3309) (- | m/z 149.00 100.00%

149.0
5000, 57.0

[
% 293.1 22.50 23.00
‘wh\u

ol ‘ N ‘ Adi 111930 2471 | 356.1397. .57 05 45.74%
miz--> 100 150 200 250 300 350
Abundance #312588. Phthalic acid, dodecyl 4-methylpent-2-yl ester
149.0
5000 — e

22.50 23.00
m/z 71.10 37.70%

43.0
85.0
\\\“‘h‘\‘\‘\“\‘\\\\ \‘\\\‘\\\2\5‘]_.\0\\\‘\3\?\"5\.‘0\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance  #307966: Phthalic acid, 2-acethylphenyl nonyl ester
149.0

7
22.50 23.00
5000 m/z 43.05 35.38%

43.0
11 30, 2250 279
SRR A N STV MMM
miz--> 50 100 150 200 250 300 350

Abundance #311410: Phthalic acid, 4-chloro-3-methylphenyl nonyl es —— —
149.0 22.50 23.00

m/z 55.05 21.40%

5000
43.0 275.0
\‘ I ?\

o B Y — —
miz--> 50 100 150 200 250 300 350 22.50 23.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Phthalic acid, isohexyl iso... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.913 15.92 ng 593782  Chrysene-d12 21.890
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, isohexyl isoporpy... 292 C17H2404 1000315-00-4 64
2 Phthalic acid, 1-cyclopentylethy... 388 C24H3604 1010309-73-8 59
3 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 59
4 Phthalic acid, 5-methylhex-2-yl ... 502 C32H5404 1000371-07-7 58
5 Diamyl phthalate 306 C18H2604 000131-18-0 53
Abundance Scan 3340 (22.912 min): BG055792.D\data.ms (-3334) (- | m/z 149.00 100.00%
149.0
5000
57.1 M
e
293.1 23.00
104.0
ol ‘hu el 412070 2509 | 3471 u 57,10 37.28%
m/z--> 50 100 150 200 250 300 350
Abundance #189007: Phthalic acid, isohexyl isoporpyl ester
149.0
5000 1
23.00
m/z 71.10 33.83%
209.0
oL 30 B0 | 1 25102920
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #294200: Phthalic acid, 1-cyclopentylethyl nonyl ester
149.0
e
23.00
5000 m/z 43.05 27.42%
55.0 970 293.0
ol b
m/z--> 50 100 150 200 250 300 350
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester —
149.0 23.00
m/z 55.00 17.34%
5000 M
43.0
|| 104.0 29%'0
bl e A e ——
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1,2-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.959 18.14 ng 676810  Chrysene-d12 21.890
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 72
2 Phthalic acid, 5-ethyl-1,3-dioxa... 420 C24H3606 1000415-48-5 58
3 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 53
4 Phthalic acid, isobutyl nonyl ester 348 C21H3204 1000309-04-4 50
5 Phthalic acid, pentyl 2-pentyl e... 306 C18H2604 1000315-47-7 50
Abundance Scan 3348 (22.959 min): BG055792.D\data.ms (-3344) (- | m/z 149.00 100.00%
149.0
5000
71.1
i 203.1 23.00
obdd il L1 20702520 | se12 L7116 34.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #312556: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
57.0
5000 T
23.00
293.0 m/z 57.05 33.43%
0 ‘h h‘ 2080 |, 2050 ‘ 362.0403.1
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #313357: Phthalic acid, 5-ethyl-1,3-dioxan-5-yl nonyl este
149.0
—
23.00
5000 m/z 43.00 32.47%
43.0
‘ 99.0 293.0
obad bl d 2200 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #170897: 1,2-Benzenedicarboxylic acid, bis(2-methylprog e
149.0 23.00
m/z 85.10 17.13%
5000
57.0 223.0
o B S -
m/z--> 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acq On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Phthalic acid, nonyl 4-octy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.212 12.33 ng 459904  Chrysene-d12 21.890
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, nonyl 4-octyl ester 404 C25H4004 1000314-84-2 72
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 59
3 Phthalic acid, nonyl 2-propylpen... 404 C25H4004 1000377-92-5 59
4 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 59
5 Phthalic acid, isohexyl 3-methyl... 320 C19H2804 1000356-80-6 53

Abundance Scan 3391 (23.212 min): BG055792.D\data.ms (-3387) (- | m/z 149.00 100.00%

149.0
5000
71.1

‘hh 293.1 éiod 23.50
T T ‘\‘ ‘ ‘\H\

Mwuh | |, 207.0249.8 | 347.1 9
il
m/z--> 50 100 150 200 250 300 350 400
Abundance #304904: Phthalic acid, nonyl 4-octyl ester
149.0

o

e e —  m/z 71.10  36.15%

5000 e ——
23.00 23.50
293.0 m/z 43.05 34.27%
O\?ﬁ-‘?\‘}‘\‘%o’f‘.o\\\ \‘\\\’\\\\‘\\‘\\“’\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #312554: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
—— —
23.00 23.50
5000 m/z 57.10  33.52%

293.0
oL 2390 1040 | 2040 | 3610 4184
gt 1 2040 8610 418
miz--> 50 100 150 200 250 300 350 400

Abundance  #304950: Phthalic acid, nonyl 2-propylpentyl ester —
149.0 23.00 23.50

m/z 85.10  18.36%

5000 /wx/Jk\//f\qﬁ/A\/\Jﬂ
57.0 293.0

0 T 04\0 | |
L L o e N EL A

T T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55792.D

Acqg On : 25 Nov 2022 22:48
Operator : CG/JU

Sample : N5641-10

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.286 10.4 ng 146859 1 8.236 283041 20.0
Ethanol, 2-(2-b... 10.803 9.0 ng 179983 2 11.062 400649 20.0
Tris(2-chloropr... 17.325 3.0 ng 94912 4 17.601 642812 20.0
n-Hexadecanoic ... 18.453 3.5 ng 113720 4 17.601 642812 20.0
Hexanoic acid, ... 21.297 2.1 ng 78307 5 21.890 746085 20.0
unknown21.502 21.502 2.0 ng 76213 5 21.890 746085 20.0
Phthalic acid, ... 22.695 4.2 ng 156729 5 21.890 746085 20.0
Phthalic acid, ... 22.760 7.8 ng 291096 5 21.890 746085 20.0
Phthalic acid, ... 22.913 15.9 ng 593782 5 21.890 746085 20.0
1,2-Benzenedica... 22.959 18.1 ng 676810 5 21.890 746085 20.0
Phthalic acid, ... 23.212 12.3 ng 459904 5 21.890 746085 20.0
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